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Derivatives, effect of polarization 
functions on, 592 

Diamminedichloroplatinum (II), 614 

Difluoroethylenes, ab initio 
calculations on, 189 

Dihydrofolate reductase, substrates and 
inhibitors, 377 

Dimethylcyclohexanes, geometries of, 
ab initio, 570 

Dimethylheptanes, conformational 
analysis of, 625 

2,3-Dimethylnorbornadiene, 303 

Disilane, calculations 
on, 469 

Disilene, calculations 
on, 469 

Dissociation energies of the first row 
element compounds, by ab initio 
calculations, 312 

Distance matrix, 598 

Docking, 432 

—, in computer graphics, 432 

Dodecamethylcyclohexane, molecular 
mechanics, calculations on, 401 


Electron distribution, pictorial 
representation of, 209 

Energy component analysis, 5 

Enthalpies of formation, from ab initio 
calculations 


Fluoroethane, effect of torsion on bond 
lengths, 331 

Formaldehyde, ab initio calculations 
on, 13 

Formamide, ab initio calculations, 46 

Frame’s method, 656 

Franck—Condon factors for 
for high levels, 


—- ab initio calculations on, 
— A, electrostatic potential of, 


Graph, general tree of, 598 

Graph orbits, 538 

Graphs, all possible cycles in, 316 

—, characteristic polynomials of, 656 

Graphs and lattices, matching 
polynomials of, 122 
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Hammett o constants, from MNDO 
calculations, 437 

Hartree—Fock-Slater calculations, see 
ab initio calculations, 56 

H*(CO)s, 119 

Heats of formation, from ab initio 
calculations, 157 

Helium atom, orbital relaxation in 
Rydberg series, 282 

HOC procedures, 538, 552 

Homeomorphically reduced graph, 316 

2H-pyran-2-ones, 

Hydrogen atom transfer reactions, 
ab initio calculations on, 486 

bonded complex 
581 

Hydrogen isocyanate, reaction with 
water, 79 


Imidazole, ab initio calculations on 
reaction with hydroxyl, 68 

Integrals, repulsion, general 
expressions for monocenter, 343 

ISHTAR, 610 

Isopropyl radicals, ab initio 
calculations on, 274 


King polynomials, of graphs, 447 


Laplace transform inversion of thermal 
unimolecular rate constant, 455 

Le Verrier-Faddeev’s method, 656 

Lumiflavin-8-carboline association, 
semiempirical approach, 441 


Matching polynomials, of graphs and 
lattices, 122 

Methylamine, ab initio calculations, 46 

MINDO/3 calculations, hydrogen 
isocyanate with water, 79 

MNDO calculations, 9, 108 

—, of sigma values, 437 

Molecular dynamics, parallel 
processing, 634 

Molecular mechanics, charge 
calculations, 173 

—, valinomycin, 148 

Molecular mechanics calculations, 
methyl group attached to a 
conjugated system, 478 

—, on cyclopentenyl compounds, 302 

—, on dodecamethylcyclohexane, 401 

—, on triethylamine, 249 

Molecular-mechanics convergence, 1 

Monopole expansions, 265 

Monte Carlo simulations, 256 

Morokuma component analysis, 5 

MP2 calculations, 429 

MRDCI calculations, perturbation theory 
corrections, 88 


Neutral atom base interactions, 5 

Nix, ab initio calculations on, 533 
Nitric oxide, oxidation, 182 

Nitrogen trioxide, ab initio calculations 


on, 182 . 

NMR *P-*'P coupling constants, INDO 
calculations on, 

Norbornadiene, 303 

Normal coordinate calculations, on 
dimethylheptanes, 625 


Pair potentials, for molecular 
association, 441 
Parallel processing, for molecular 
ynamics simulations, 634 
Partition coefficient, computing, 28 
Peptides, molecular mechanics 
calculations on, 173 
Permethylcyclohexane, 
dodecamethylcyclohexane, 401 
PF.NHz,, ab initio calculations, 46 
Piatinum complexes, MCD data on, 614 
Polarization functions, effect on 
of benzene derivatives, 


Polynomials, characteristic, 656 
Polynomials (king and color), of graphs, 


a, electrostatic properties of, 


Post-Hartree—Fock calculations, 429 

Post-Hartree—Fock methods, CI, 462 

PRDDO approximations, systematic 
errors in, 652 

PRDDO calculations, 108 

—, on transition metal complexes, 142 

Propionaldehyde, effect of torsion on 
bond lengths, 331 

Proteins, electrostatic properties of, 265 

Proton affinities, ab initio calculation 
of, 296 

—, nitrogen and oxygen bases, 168 

Proton transfer process, ab initio 
calculations on, 581 
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calculations, on 
an Si2H,, 469 
— ab initio calculations on, 


Quantitative Structure Activity 
Relationships, 492 


Reaction between 2H-pyran-2-ones and 
organomagnesium compounds, 9 

Reactivity of molecules, by atomic 
valences, 507 

Receptor site, binding modes of a 
flexible ligand at, 350 

Reequilibration, in solids, 514 

Relativistic effective potentials, 287 

Repulsion integrals, genera 
expressions for monocenter, 343 


Second-order many-body perturbation 
theory, 429 

Semi-empirical calculations, 507 

—, of P-P coupling constants, 647 

—, on benzylic anions, 662 

—, PRDDO, 652 

Sigma constants, from MNDO 
calculations, 437 

Silver hydride, ab initio calculations 


on, 
Silylsilylene, pseudopotential 


calculations on, 469 
Solids, reequilibrations in, 514 
Solvated gramicidin A, effect of an 
applied voltage, 256 
Solvent-effects, exterded Born 
equation, 481 
Spin-lattice relaxation, 610 
Structure—activity correlations, 492 
Structure—activity relationships, 28 
Supercomputers, 200 


Topolo,sical equivalence, 538 
Triethylamine, molecular mechanics 
calculations on, 249 


UMP2 calculations, 429 
Unimolecular rate constant, Laplace 


transform inversion of thermal, 
455 


Valence, definitions of, 108 

Valinomycin molecular mechanics, 
calculations on, 148 

van der Waals molecules, Ar— H2, 39 

Vector processing, 201 

Vibration—rotation Franck—Condon 
factors, 360 


Wiener molecular branching, 598 
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